. Glycosylation site information and RMSF differences at the glycosylation site. 8 Figure S3 . The crystal structure of 1ookB and the RMSF plots of the glycosylated (GP, blue) and deglycosylated (P, red) forms. In this N-glycoprotein, the glycan is attached at Asn-60. The three residues showing the largest RMSF differences upon glycosylation (residues 165−167) are colored in red in the glycoprotein structure. Figure S4 . The crystal structure of ribonuclease B (1rbbA) and the RMSF plots of glycosylated (GP, blue) and deglycosylated (P, red) forms from the last 50-ns trajectories.
The profile is the average of three independent replicates. The errors bars are not displayed for clarity. The magenta line in the plot corresponds to the glycosylation site.
10 Figure S5 . Characterization of hydrogen bonds (HBs) between protein and glycan components in the crystal structures of benchmark N-glycoproteins for MD simulations.
Four out of six proteins have protein-glycan HBs.
11 Figure S6 . Large conformational changes in 3gmlA during MD simulations. The RMSD time-series calculated for (A) the whole protein and (B) a domain containing glycans (residues 7−184). In the plots, GP (blue) and P (red) represent the glycosylated and deglycosylated forms of the protein, respectively. (C) Structural comparison of the initial structure with a snapshot at 100 ns.
